The table below summarises the geometric issues observed across the polymeric chains and their fit to the electron density. The red, orange, yellow and green segments on the lower bar indicate the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A grey segment represents the fraction of residues that are not modelled. The numeric value for each fraction is indicated below the corresponding segment, with a dot representing fractions <=5% The upper red bar (where present) indicates the fraction of residues that have poor fit to the electron density. The numeric value is given above the bar.
Mol Chain Length
Quality of chain The following table lists non-polymeric compounds, carbohydrate monomers and non-standard residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-4IC0 ria:
Mol Type Chain Res Chirality Geometry Clashes Electron density 2 GDE A 401 --X -
Entry composition i ○
There are 2 unique types of molecules in this entry. The entry contains 11613 atoms, of which 0 are hydrogens and 0 are deuteriums.
In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occupancy, the AltConf column contains the number of residues with at least one atom in alternate conformation and the Trace column contains the number of residues modelled with at most 2 atoms.
• Molecule 1 is a protein called Plasminogen activator inhibitor 1. A  150  HIS  ASN  ENGINEERED MUTATION UNP P05121  A  154  THR  LYS  ENGINEERED MUTATION UNP P05121  A  158  GLN  ASP  ENGINEERED MUTATION UNP P05121  A  319  LEU  GLN  ENGINEERED MUTATION UNP P05121  A  354  ILE  MET  ENGINEERED MUTATION UNP P05121  B  150  HIS  ASN  ENGINEERED MUTATION UNP P05121  B  154  THR  LYS  ENGINEERED MUTATION UNP P05121  B  158  GLN  ASP  ENGINEERED MUTATION UNP P05121  B  319  LEU  GLN  ENGINEERED MUTATION UNP P05121  B  354  ILE  MET  ENGINEERED MUTATION UNP P05121  C  150  HIS  ASN  ENGINEERED MUTATION UNP P05121  C  154  THR  LYS  ENGINEERED MUTATION UNP P05121  C  158  GLN  ASP  ENGINEERED MUTATION UNP P05121  C  319  LEU  GLN  ENGINEERED MUTATION UNP P05121  C  354  ILE  MET  ENGINEERED MUTATION UNP P05121  D  150  HIS  ASN  ENGINEERED MUTATION UNP P05121  D  154  THR  LYS  ENGINEERED MUTATION UNP P05121  D  158  GLN  ASP  ENGINEERED MUTATION UNP P05121  D  319  LEU  GLN  ENGINEERED MUTATION UNP P05121  D  354  ILE  MET  ENGINEERED MUTATION UNP P05121 • Molecule 2 is 3,4,5-trihydroxybenzoic acid (three-letter code: GDE) (formula: C 7 H 6 O 5 ). 3 Residue-property plots i ○ These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a chain summarises the proportions of the various outlier classes displayed in the second graphic. The second graphic shows the sequence view annotated by issues in geometryand electron density.
Mol Chain Residues

Residues are color-coded according to the number of geometric quality criteria for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without any outlier are shown as a green connector. Residues present in the sample, but not in the model, are shown in grey.
• Molecule 1: Plasminogen activator inhibitor 1
Chain A: A9  H10  V17  F20  Q21  Q25  A26  S27  V42  L43  A44  Q47  L48  D67  D68  K69   •   L75  R76  H77  L78  W86  N87  K88  D89  S92  T93  T94  D95  V99  Q100  R101  D102   •   L103  K104  L105  V106  Q107  F117 R118 S127
• E130 •   W139  K145  Q158  Q159  L160  V166  N167  A168  L169  Y170  F171  N172  W175  L188  M202  T205  N206  E225  L226  L233  I237  P240  Y241  E242  K243   •   E244  V245  P246  L247  S248  A249  L250  T251  L254  I259  S260  H261  W262  K263  T267  L272   E281  L286  R287  K288  P289  T296  R300  Q301  F302 • S310 D311 K325  I326  N329  E330  S331  GLY  THR  VAL  ALA  SER  SER  SER  THR  ALA  V341  I342   •   V343  R346  E350  E351  R356  R363  H364  N365  M373  G374  Q375  V376  M377  E378  P379 • Molecule 1: Plasminogen activator inhibitor 1
Chain B :   VAL  HIS  HIS  PRO  P5  S6  Y7  V8  L11  D14  D29  V33  V42  L43  A44  M45  L46  Q55  Q59  K69  A72  P73  A74  L75  L78  P85 • W86 N87 K88
• L105  F109  M110  F113  F117  V121   D138  K141  K145  S149  Q159  L160  A168  L169  Y170  F171  N172  S183  R186  R187  L188  K191  S192  S198  V199  M202  A203  Q204  T205  N206  K207  Y210  Y221  D222  I223  L224  H229  A238  A239  P240  Y241 • E242 K243 E244
• V245 •   P246  L247  S248  T251   L254  Q257  L258  I259  W262  N265  M266  T267  R268  R271  L272  L273  V274  L275  F278  L286  M295  T296  D297  M298  F299  R300  Q301  T307  S310  D311  Q312  E313   •   P314  L315  K325  I326  E327  V328  N329  E330  S331  GLY  THR  VAL  ALA  SER  SER  SER  THR  ALA  VAL  ILE  VAL  SER   ALA  ARG  MET  ALA  P349  E350   •   E351  I352  R356  F360  R363  Q375  V376  M377  E378  P379 • Molecule 1: Plasminogen activator inhibitor 1
Chain C:
• S41  V42  L43  A44  M45  L46  Q47  T50  E53  Q57  I66  D67  D68  K69   •   L75  L78  Y79  K80  G84  P85  W86  N87  K88  D89  E90  I91  S92  T93  T94 I326  N329  E330  S331  GLY  THR  VAL  ALA  SER  SER  SER  THR  ALA  V341  I342  V343  E350  E351  R356  L359 R363 M373 P379
Chain D: Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a sidechain that are expected to be planar.
Mol Chain #Chirality outliers #Planarity outliers
All (5) The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including hydrogen atoms). The all-atom clashscore for this structure is 13.
All (292) There are no symmetry-related clashes.
Torsion angles i ○
Protein backbone i ○
In the following table, the Percentiles column shows the percent Ramachandran outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the backbone conformation was analysed, and the total number of residues. 
Mol Chain
Protein sidechains i ○
In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the sidechain conformation was analysed, and the total number of residues. 5.4 Non-standard residues in protein, DNA, RNA chains i ○ There are no non-standard protein/DNA/RNA residues in this entry.
Mol
Carbohydrates i ○
There are no carbohydrates in this entry.
Ligand geometry i ○
2 ligands are modelled in this entry.
In the following table, the Counts columns list the number of bonds (or angles) for which Mogul statistics could be retrieved, the number of bonds (or angles) that are observed in the model and the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. The Z score for a bond length (or angle) is the number of standard deviations the observed value is removed from the expected value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles). 
Other polymers i ○
There are no such residues in this entry.
Polymer linkage issues i ○
There are no chain breaks in this entry.
6 Fit of model and data i ○ 6.1 Protein, DNA and RNA chains i ○
In the following table, the column labelled '#RSRZ> 2' contains the number (and percentage) of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to all X-ray entries and entries of similar resolution. The OWAB column contains the minimum, median, 95 th percentile and maximum values of the occupancy-weighted average B-factor per residue. The column labelled 'Q< 0.9' lists the number of (and percentage) of residues with an average occupancy less than 0.9. There are no non-standard protein/DNA/RNA residues in this entry.
Mol
Carbohydrates i ○
Ligands i ○
In the following There are no such residues in this entry.
